Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.041; wR factor = 0.124; data-to-parameter ratio = 12.7.
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 6/5hydrate. It has five independent pyridone and six water molecules that are hydrogen bonded to form layers (Jones, 2001) . The presence of two electron-withdrawing groups in the title compound should enhance its propensity to form hydrogen bonds, and this is borne out in the present study. The three independent molecules of 3,5-dinitro-1H-pyridin-4-one hydrate (Fig. 1) each feature an N-H···O water hydrogen bond; each water molecule serves as hydrogen-bond donor to two carbonyl oxygen atoms, and these hydrogen bonds give rise to a layered structure.
Experimental 4-Hydroxy-3-pyridine (19 g, 0.02 mol) was dissolved in fuming sulfuric acid (50% by SO 3 content) (60 ml), and to the solution was added an oleum-fuming nitric acid (1/3) mixture (50 ml). The temperature was kept at 0°C for an hour. The temperature was raised to 413 K over a period of one hour, and then held at 403 K for another 16 h. The mixture was poured into ice (200 g) to quench the reaction. Some 27 g of material was isolated. Crystals were obtained by recrystallization from water.
Refinement
Carbon-bound H-atoms were placed in calculated positions (C-H 0.93 Å) and were included in the refinement using a riding model approximation, with U(H) 1.2U eq (C). The amino and water H-atoms were refined with distance restraints of O-H = N-H 0.85 (1) and H···H 1.39 (1) Å; their temperature factors U iso were freely refined. H 2 O at the 50% probability level. Hydrogen atoms are drawn as spheres of arbitrary radius.
3,5-Dinitropyridin-4(1H)-one monohydrate
Crystal data 0.0369 (7) 0.0417 (7) 0.0607 (9) −0.0020 (6) 0.0068 (7) 0.0077 (7) O3 0.0218 (6) 0.0344 (7) 0.0730 (10) 0.0014 (5) 0.0029 (6) 0.0061 (6) O4 0.0381 (7) 0.0401 (7) 0.0676 (10) 0.0086 (6) −0.0039 (7) 0.0016 (7 
